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Fig. S1. Enlarged view of VBM and CBM of PDOS of vdwHS-AA

0.5 1.0 1.5 2.0

23


mailto:yas@phy.svnit.ac.in

PDOS(States/eV)

[S—
2

:— Ga 2p —PtSe2 Se 2p Ap
104 :— GaSe Se 2p — Total
- Pt_3d 08
| | '
g - 07 ‘ 7 CBM
:% . AL
6 ::0.5 éo.s-
i 04 7 0.4
i :80.3 §0,3,
A0 i & (.24
0.1 0.1
2 : 0.0 ‘ 0.0 .
_ 01 0.0 0.1 175 1.80 1.85 1.90
0 : E-E,(eV) E-E,(eV)
0.5 0.0 0.5 1.0 1.5 2.0 2.5
E-E;(eV)

Fig. S2. Enlarged view of VBM and CBM of PDOS of vdwHS-AB



[
2

—Galp  ——PtSe2 Se2p opy
00 I ——(aSe Se 2p—— Total
T I
. I 0.8 = 0.8
2 8 0y VBM o7 CBM
E :%0.6- | U
R 305! 305]
5 @ 0.4 :m: 04
o 5023 203
£ gy fn

=
[u—

- | |
2 | 0-0_ 0'0
_ | 01 00 0.1 1,651.70 1.75 1.80
| ; " ' '

05 00 05 10 15 20 25
E-E;(eV)

Fig. S3. Enlarged view of VBM and CBM of PDOS of vdwHS-AB1







